Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.052; wR factor = 0.114; data-to-parameter ratio = 13.9.
Molecules of the title compound, C 40 H 44 O 8 , adopt a partial cone conformation. The dihedral angles between the planes of the aromatic rings and the mean plane through the methylene C atoms bridging the aromatic rings are 35.74 (7), 85.86 (5), 87.77 (4) and 89.95 (5) . Two opposite aryl rings are approximately parallel to each other; the others are at an interplanar angle of 52.41 (6) . Intra-and intermolecular C-HÁ Á ÁO hydrogen bonds stabilize the molecular conformation and the crystal packing. Two C atoms of one propoxy chain are disordered over two positions; the site occupancy factors are ca 0.66 and 0.34.
Related literature
For related literature, see: Arena et al. (1997); Ferguson et al. (1993) ; Gutsche (1998) ; Iwamoto & Shinkai (1992) ; Pappalardo et al. (1992) ; Yamato et al. (1998) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . (Pappalardo et al., 1992; Ferguson et al., 1993) . In the O-alkylation, the cone and 1,3-alternate conformers are often obtained via the metal template effect using potassium and caesium ions, respectively (Yamato et al., 1998) . However, both partial cone and cone conformers were isolated instead of the 1,3-alternate conformer when treatment 25,27-dihydroxy-26,28-dipropoxycalix[4] arene with methyl bromoacetate using caesium carbonate as a base in acetone.
The title calix[4]arene compound adopts a partial cone conformation (Ferguson et al., 1993) (Fig. 1) . The dihedral angles between the planes of the aromatic rings and the mean plane through the methylene C atoms bridging the aromatic rings are 35.74 (7), 85.86 (5), 87.77 (4) and 89.95 (5)°. The C2-C7 and C22-C27 rings make an interplanar angle of 52.41 (6)°.
However the C12-C17 and C32-C37 rings are almost parallel to each other, with a dihedral angle of 4.17 (11)°. The O···O separations of ethereal O atoms are O1···O4 3.017 (2), O1···O5 3.365 (2), O4···O9 4.693 (2), and O5···O9 4.588 (2) Å. This conformation precludes any solvent molecule being enclathrated within the small molecular cavity.
In the crystal structure there are intra-and intermolecular C-H···O hydrogen bonds (Table 1) , which stabilize the partial cone conformation and the crystal packing.
A mixture of 25,27-dihydroxy-26,28-dipropoxycalix[4] arene (0.200 g, 0.39 mmol), anhydrous caesium carbonate (0.190 g, 0.59 mmol) and methyl bromoacetate (0.11 ml, 1.17 mmol) in dry acetone (10 ml) was refluxed under nitrogen for 8 h and cooled to room temperature. After removal of the solvent under reduced pressure, the residue was treated with 5% aqueous hydrochloric acid and extracted with dichloromethane. The organic layer was washed with saturated sodium hydrogen carbonate and brine, dried over anhydrous magnesium sulfate. The solvent was removed under reduced pressure and the residue was purified by flash column (silica gel, EtOAc/petroleum ether = 1:5) to give conformer (I) (R f = 0.7) and comformer (II) (R f = 0.4) in 48% and 39% yields, respectively. Single crystals suitable for X-ray diffraction analysis were obtained by slow diffusion of methanol into a dichloromethane solution at 273 K.
Refinement
Hydrogen atoms were placed in geometrically idealized positions and refined using a riding model with C aromatic -H = 0.93Å [U iso (H) = 1.2U eq (C)], C methylene -H = 0.96Å [U iso (H) = 1.2U eq (C)] or C methyl -H = 0.97Å [U iso (H) = 1.5U eq (C)].
supplementary materials sup-2 Atoms C19 and C20 are disordered over two positions (C19/C19' and C20/C20'), with refined occupancies of 0.337 (5) and 0.663 (5). One of the two CH 2 -CH 3 distances of the disordered C-atoms (C18-C19) was restrained to 1.54 (1) Å. Figures   Fig. 1 . The molecular structure of the title compound, showing the atomic numbering scheme and displacement ellipsoids drawn at the 30% probability level for non-H atoms. The major occupied site of the disordered side chain is drawn with dashed bonds. (12 
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